Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.003 Å; R factor = 0.029; wR factor = 0.074; data-to-parameter ratio = 16.9.
Related literature
Background information on the biological importance of isatins has been given by Pandeya et al. (2005) , and by Vine et al. (2007) Table 1 Hydrogen-bond geometry (Å , ). In view of the biological importance of isatins (Pandeya et al., 2005; Vine et al., 2007) we have synthesized a series of novel compounds containing isatin and creatinine moieties to screen for their anticancer activity. The title compound was prepared by the aldol condensation of 5-bromo-N-benzylindol-2,3-dione (5-bromo-N-benzylisatin) with 2-amino-1-methyl-1H-imidazol-4(5H)-one (creatinine) in the presence of sodium acetate in acetic acid. Earlier, we reported on the crystal structure of isatin creatinine analogs containing N-methyl and N-phenyl substitituents (Penthala et al., 2009a,b) .
To obtain detailed information on the structural conformations of the molecules for analysis of structure-activity relationships (SAR), we determined the X-ray crystal structure of the title compound. The compound crystallized as a racemate (RR and SS). The molecular structure of title compound is shown in Fig. 1 
Experimental
The title compound was prepared according to a previously reported procedure (Penthala et al., 2009a,b) .
Recrystallization from ethanol afforded the title compound as a pale-yellow crystalline product that was suitable for Xray analysis. Spectroscopic data for rac-5-bromo-N-benzylisatin creatinine:
4.22 (s, 1H, CH), 4.74-4.92 (ABq, 2H, CH 2 ), 6.62-6.64 (d, J=8.1 Hz, 1H, C 7 H), 6.74 (s, 1H, OH), J=1.5 Hz, 1H,-C 4 H), 7.25-7.46 (m, 6H, C 5 H, C 6 H, Ar-H), 7.82 (bs, 2H, NH 2 ); 13 C NMR (DMSO-d 6 ): δ 32. 71, 42.76, 69.61, 75.87, 110.43, 123.55, 125.67, 126.89, 127 .05 (2 C), 128.21 (2 C), 129.01, 129.17, 135.39, 141.91, 172.10 (C=N), 173.98 (isatin C=O), 181.93 (creatinine C=O).
Refinement
All H atoms were found in difference Fourier maps. All except those attached to nitrogen were subsequently placed at idealized positions with constrained distances of 0.98 Å (RCH 3 ), 0.99 Å (R 2 CH 2 ), 1.00 Å (R 3 CH), 0.95 Å (C Ar H) and 0.84 Å (O-H). N-bound H atoms were refined with 1,2 and 1,3 distance restraints (DFIX in SHELXL97). U iso (H) values were set to either 1.2U eq or 1.5U eq (RCH 3 , OH) of the attached atom.
The largest difference map peak (~1.2 e Å 3 ) is about 1.87 Å away from C7, and so could conceivably represent a very minor impurity in which the Br atom is attached to C7 rather than C5. Such a disorder model was made, and it refined in a stable manner with a refined occupancy of <2%. Although the difference map was flatter and it had very good 'quality′ statistics, there seemed little point in keeping this disorder model because the occupancy was so low. 
